and n-pentane, distilled from Na/benzophenone; CH 2 Cl 2 , distilled from CaH 2 ).
Transmittance-FTIR spectra were recorded using a PerkinElmer Spectrum 100 spectrometer equipped with a universal ATR sampling accessory (400-4000 cm -1
).
Raman spectra of the solid samples were obtained by diffuse scattering on the same apparatus and recorded in the 100-3300 cm UV-Visible spectra were recorded using a Cary 5000 spectrometer or a Jasco V-570
(solutions) spectrophotometer. MS analyses were performed at the "Centre Regional and malonic acid (6.20 g, 59.4 mmol) were dissolved in pyridine (100 mL). Piperidine (8 mL, 81.0 mmol) was then added. Figure S1 . 
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Cartesian Coordinates of the DFT Optimized Geometries at the MPW1PW91/6-31G* level in CH 2 Cl 2 for 3-NPh 2 , 4-NPh 2 and 4-Br
The supplementary file molecules.xyz contains the computed Cartesian coordinates (also given below) of all the molecules reported in this study in ".xyz" format for convenient visualization.
3-NPh 2 , C 1 Symmetry N 1.14970700 -0.74086400 0.01631500 C 1.24153200 0.65023700 -0.02797900 O 2.31760900 1.20379500 -0.10317200 N 0.03435700 1.33723200 0.02729500 C -1.21705300 0.72198400 0.05477100 O -2.23589000 1.37780400 0.09527500 N -1.20731500 -0.66825000 0.02845400 C -0.04837700 -1.44446100 0.06187500 O -0.10618900 -2.65367400 0.12404500 C 2.40049400 -1.41929300 0.09325600 H 3.13002800 -0.86635700 0.67473200 C -0.00001200 2.75882400 -0.06086000 H -0.83802500 3.11323700 -0.65083200 C -2.42477300 -1.40262000 0.13022700 H -2.32999300 -2.27501200 0.76734100 C 0.87258800 3.57773200 0.53636900 H 1.65802800 3.16004100 1.16011500
3-NPh 2
Supporting Information S11 C -3.55389300 -1.08042500 -0.50978900 H -3.56290100 -0.22594200 -1.18119700 C 2.67333000 -2.58562600 -0.50165100 H 1.91708200 -3.06184500 -1.11946500 C 3.94568300 -3.29791900 -0.39599900 C 4.15792800 -4.41012300 -1.22604800 C 4.97259800 -2.93303700 0.49205100 C 5.34578300 -5.12310600 -1.18968900 H 3.37228800 -4.71528400 -1.91511800 C 6.16224800 -3.63783200 0.53517300 H 4.83733100 -2.09283000 1.16919100 C 6.37250100 -4.74730200 -0.30681500 H 5.48909800 -5.98008500 -1.84318700 H 6.94454600 -3.34208200 1.22994800 C 0.86142300 5.03518900 0.42396900 C 1.73417600 5.77325900 1.23914700 C 0.02473400 5.74335000 -0.45632900 C 1.76757000 7.15806600 1.19473900 H 2.39637400 5.24444300 1.92251200 C 0.04983700 7.12556900 -0.50714700 H -0.64935500 5.20761500 -1.12066600 C 0.92240500 7.86060900 0.31905900 H 2.45060600 7.70925400 1.83633900 H -0.60325600 7.65628300 -1.19560000 C -4.81759000 -1.80534100 -0.38903700 C -5.85682800 -1.48918200 -1.27838200 C -5.05267900 -2.80422300 0.57167500 C -7.07502900 -2.14820500 -1.22956300 H -5.69907200 -0.71189100 -2.02408800 C -6.26509600 -3.46816100 0.62801500 H -4.28177100 -3.05856500 1.29546700 C -7.30045000 -3.15338200 -0.27365700 H -7.86536900 -1.88873200 -1.92958900 H -6.43001200 -4.23642200 1.37950100 C -8.54664500 -3.83130600 -0.20890500 C -9.61439900 -4.41286000 -0.14970200 C -10.85947700 -5.09096800 -0.07753300 C -11.08946400 -6.07708900 0.89896200 C -11.89832900 -4.79509600 -0.97861900 C -12.30166500 -6.74136400 0.96881500 H -10.29667400 -6.32997800 1.59896200 C -13.11503200 -5.45060900 -0.90304500 H -11.74654900 -4.02881800 -1.73509300 C -13.33865100 -6.43799500 0.07092400 H -12.45063300 -7.51029800 1.72205000 H -13.90821200 -5.19378000 -1.59999100 N -14.56976100 -7.10584100 0.14553300 C 7.59180200 -5.47357400 -0.25576100
Supporting Information S12 C 8.63701000 -6.09582500 -0.20901400 C 0.95133600 9.27917500 0.25985200 C 0.97615700 10.49509900 0.20648000 C 9.85518400 -6.82260700 -0.15342400 C 10.88182500 -6.44660400 0.73168600 C 10.06950500 -7.93987200 -0.98078200 C 12.07144900 -7.15207400 0.78380900 H 10.74261500 -5.57945400 1.37289600 C 11.25398500 -8.65341700 -0.92164700 H 9.28555700 -8.25533200 -1.66517400 C 12.27865800 -8.27121000 -0.03979900 H 12.85607100 -6.83289500 1.46447600 H 11.38993000 -9.52281700 -1.55917700 C 1.00626100 11.91292700 0.14269200 C 0.15505900 12.61558000 -0.72938900 C 1.88865100 12.65489800 0.94866800 C 0.18858700 13.99756600 -0.79766700 H -0.52778600 12.06210600 -1.36959100 C 1.91534900 14.03749800 0.88991600 H 2.54818200 12.13329900 1.63817800 C 1.06774500 14.73477900 0.01301400 H -0.46741600 14.51758300 -1.49053600 H 2.59474200 14.58976000 1.53354000 N 1.09838300 16.13548900 -0.05166200 N 13.48123500 -8.99046100 0.01723100 C 14.18162700 -9.12615300 1.24282600 C 15.56957300 -8.95180200 1.28230900 C 13.49707500 -9.44874600 2.42041400 C 16.25878800 -9.10384800 2.48101600 H 16.10336600 -8.69728100 0.36978300 C 14.19208600 -9.58083700 3.61801600 H 12.42014200 -9.59694500 2.39136100 C 15.57550000 -9.41370200 3.65565700 H 17.33781100 -8.96544500 2.49690600 H 13.64715000 -9.83197900 4.52559600 H 16.11651400 -9.52534400 4.59232600 C 14.01346600 -9.59693200 -1.14896200 C 14.05863200 -8.89292800 -2.35797000 C 14.51167500 -10.90364400 -1.09733700 C 14.58221200 -9.49506300 -3.49728100 H 13.68355300 -7.87301000 -2.39904400 C 15.05013800 -11.49136400 -2.23740200 H 14.47429500 -11.45435600 -0. Supporting Information S14 C 4.70850800 -5.37142700 -0.82121500 H 4.58364800 -6.19710200 -1.52033500 C 5.82875800 -5.30985800 0.00329000 C 6.01563300 -4.25759600 0.89085600 H 6.89982200 -4.21806700 1.52540400 C 5.05423900 -3.25520500 0.95253000 H 5.19492900 -2.42819000 1.64626400 C 3.90659500 -3.29059500 0.14750500 C 2.92687200 -2.21163100 0.28577700 H 3.24825700 -1.35363400 0.87006600 C 1.69850300 -2.23206000 -0.23965600 H 1.30062700 -3.08319300 -0.78160500 N 0.75074100 -1.17419200 -0.12432200 C 1.14975700 0.15783200 -0.24810500 O 2.30100100 0.47780300 -0.43571900 C 2.76306900 5.06275400 0.97733400 H 3.31139300 4.41063600 1.65491100 C 3.09252300 6.41236500 0.92313700 H 3.88882500 6.81444300 1.54780600 C 2.38860100 7.23808500 0.05581800 C 1.37231700 6.73855800 -0.75446600 H 0.83693300 7.39804200 -1.43603800 C 1.05660000 5.38874700 -0.68859600 H 0.27266800 5.00727400 -1.33865500 C 1.73922900 4.52563300 0.18379000 C 1.43868800 3.09868300 0.31237500 H 2.13558500 2.52426100 0.91707500 C 0.39063000 2.48558000 -0.24494700 H -0.36956500 3.00905200 -0.81462900 N 0.11927900 1.09064100 -0.12999000 C -1.23255800 0.77311300 -0.01101700 O -2.07390100 1.64078200 0.08379500 C -6.32928000 -0.34595900 -1.01177600 H -6.06090200 0.40975000 -1.74793000 C -7.65772300 -0.74065300 -0.90089900 H -8.42232100 -0.30045500 -1.53933200 C -7.99232300 -1.70527200 0.04114800 C -7.02852600 -2.27214800 0.87080300 H -7.30986900 -3.01869900 1.61215400 C -5.70699800 -1.86632600 0.74759500 H -4.96586400 -2.30133200 1.41419600 C -5.32921900 -0.90345900 -0.20196500 C -3.94979400 -0.45124100 -0.39228800 H -3.82296300 0.41756300 -1.03187100 C -2.87731900 -1.03655100 0.14965600 H -2.93332500 -1.93946100 0.74779600 N -1.53717400 -0.58404800 -0.01675500 C -0.57343800 -1.58667400 -0.03315200 -7.22260454 -5.29483939 0.94270807 C -9.04535367 -7.44396658 -0.96042207 H -10.67190483 -6.86176254 -2.24613117 H -7.39495355 -7.69677656 0.39983603 H -9.12677071 -8.50045663 -1.19296509 7. Comparison of Geometric Parameters for 4-Br Calculated at the MPW1PW91/6-31G* Level in CH 2 Cl 2 and Experimental Data a λ max is the maximum absorption wavelength read on the simulated spectra, whereas λ calc are the computed wavelengths given by the TD-DFT computations which were used to plot the simulated spectra. b Participation of transitions of less than 10% in a given excitation are not reported. 
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